Key indicators: single-crystal X-ray study; T = 193 K; mean (C-C) = 0.003 Å; R factor = 0.038; wR factor = 0.101; data-to-parameter ratio = 14.2.
In the crystal structure of the title compound, C 5 H 14 NO 4 PÁH 2 O, the zwitterionic phosphocholine molecules are connected by an O-HÁ Á ÁO hydrogen bond between the phosphate groups, forming a zigzag chain along the b-axis direction. The chains are further connected through O-HÁ Á ÁO hydrogen bonds involving water molecules, forming a layer parallel to (101). Three and one C-HÁ Á ÁO interactions are also observed in the layer and between the layers, respectively. The conformation of the N-C-C-O backbone is gauche with a torsion angle of À75.8 (2) Table 1 Hydrogen-bond geometry (Å , ). (Burnett & Johnson, 1996) ; software used to prepare material for publication: SHELXL97.
Related literature
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁAi) Àx þ 1 2 ; y þ 1 2 ; Àz þ 1 2 ; (ii) x þ 1 2 ; Ày þ 1 2 ; z À 1 2 ; (iii) Àx þ 1 2 ; y þ
